Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.046; wR factor = 0.112; data-to-parameter ratio = 7.8.
In the title compound, C 4 H 4 N 4 O 4 , the two nitro groups are twisted with respect to the imidazole plane, making dihedral angles of 24.2 (3) and 33.4 (4) . In the crystal structure, the molecules are linked through non-classical intermolecular C-HÁ Á ÁO hydrogen bonds.
Related literature
For the synthesis, see: Damavarapu et al. (2007) . For the biological activity of polynitroimidazole systems, see: Hofmann (1953) ; Breccia et al. (1982) ; Boyer (1986) . For their detonation performance, see: Storm et al. (1990) ; Katritzky et al. (1993) ; Bulusu et al. (1995) . Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1 2 ; y þ 1 2 ; z À 1 2 ; (ii) x þ 1 2 ; Ày þ 3 2 ; z À 1.
Experimental
Data collection: RAPID-AUTO (Rigaku, 2000) ; cell refinement: RAPID-AUTO; data reduction: CrystalStructure (Rigaku, 2000) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) and DIAMOND (Brandenburg, 1998) ; software used to prepare material for publication: SHELXL97. (Hofmann, 1953; Breccia et al., 1982; Boyer, 1986) . Recently, these so called "high energy density materials" have attracted renewed attention in conjunction with their favorable detonation performance (Storm et al., 1990; Katritzky et al., 1993; Bulusu et al., 1995) . As a promising candidate, 1-methyl-4,5-dinitroimidazole was synthesized by the nitration of N-methyl-imidazole (Damavarapu et al., 2007) . Here we reprot the crystal structure of the title compound ( Fig. 1 ).
In the crystal structure, the two nitro groups are twisted with respect to the imidazole plane, making dihedral angles of 24.2
(3)° (N3/O1, O2) and 33.4 (4)° (N4/O3, O4). The molecular packing (Fig. 2) is stabilized by non-classical intermolecular C-H···O hydrogen bonds; the first between the imidazole H atom and an oxygen of the nitro group, with C1-H1···O i , the second between the methyl H atom and an oxygen of the nitro group, with C4-H4A···O4 ii , respectively (Table 1) .
The title compound was prepared according to literature method (Damavarapu et al., 2007) . Single crystals suitable for X-ray diffraction were obtained by evaporation of a solution of the title compound in methanol at room temperature.
Refinement
All the Friedel pairs were merged. All H atoms were positioned geometrically and treated as riding, with C-H bond lengths constrained to 0.93 ° for imidazole ring H and 0.96 ° for methyl H atoms, and with U iso (H) = 1.2U eq (C) for imidazole ring H atom and 1.5U eq (C) for methyl H atoms. Fig. 1 . The molecular structure of the title compound with the atom numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. H atoms are presented as a small spheres of arbitrary radius. 
Figures

Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
